All reagents were commercial products of high purity and were not further purified except Na 4 [p-sulfonato-calix[4]arene], which was prepared via the sulfuric acid reaction with tetra(tert-butyl)calix [4]arene.
procedure analogous to that used to synthesize compound 1 (yield: 64%).
Microanalysis (CHN) was not feasible due to the highly hydrated nature of the complex. Some kind of disorder of water inside the channels are responsible for the relatively high value of agreement factor R1.
Measurement
All single-crystal X-ray data were collected on a Bruker SMART 1000 CCD diffractometer with Mo Ka radiation (λ = 0.071073 nm) using the w-scan mode. Data were corrected for absorption using the SADABS program, and solution and refinement of the structure were performed using the SHELX-97 software package.
The free water molecules were removed before the cited solvent accessible volume was calculated by Platon. The powder X-ray diffraction (XRD) of the compound 1 and 2 were examined on a Rigaku-Dmax 2500 diffractometer using Cu Kα radiation 
